Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.004 Å; R factor = 0.067; wR factor = 0.160; data-to-parameter ratio = 17.5.
In the title compound, C 19 H 22 N 4 O 2 , the tetrahydropyrimidine ring adopts an envelope conformation (with the N atom connected to the benzyl group representing the flap). This benzyl group occupies a quasi-axial position. The two benzyl groups lie over the tetrahydropyridimidine ring. The amino group is a hydrogen-bond donor to the nitro group.
Related literature
For the biological activity of tetrahydropyrimidine derivatives, see: Atwal et al. (1991) ; Jauk et al. (2000) ; Messer et al. (1997) . For the synthesis of the title compound, see: Chanda et al. (2004) . For conformational anlysis, see: Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: PLATON (Spek, 2009).
Comment
Dihydropyrimidines are reported to have broad range of therapeutic and pharmacological properties, such as Antihypertensive (Atwal et al., 1991) and calcium channel modulators (Jauk et al., 2000) . Tetrahydropyrimidine derivatives found to be useful in treating cognitive and memory deficits associated with low acetylcholine levels, as found in Alzheimer disease (Messer et al., 1997) . Upon, considering the importance of di and tetrahydropyrimidine derivatives, we had synthesized and undertaken the single-crystal determination of the title compound.
The compound was crystallized using a solution of hexane-ethylacetate in the ratio of 7:3. The title compound, (I) was centrosymmetric. It has trigonal crystal system with hexagonal axes. It contains two planar aromatic (A & B) and one pyrimidine (C) rings (Fig. 1) . The six-member (N 1 , C 1 , N 2 , C 2 ,C 3 , C 4 ) tetrahydropyrimidine ring adopts sofa conformation, with puckering parameters q2 = 0.4124 Å, q3 = -0.2504 Å, Q = 0.4825 Å, θ= 121.27° and φ =-176.41° (Cremer & Pople, 1975) . Tetrahydropyrimidine ring makes dihedral angles of -176.86° with benzyl ring A and 50.26° with benzyl ring B and this contributes to the formation of sofa conformation. C 11 -H 11 and C g (C g : centroid of C 13 , C 14 , C 15 , C 16 , C 17 ) of two benzyl rings form the intermolecular C-H···π interactions with a distance of 2.862 Å. As expected, this distance was considerably lower than those observed between C-H and C of two benzyl rings which ranges from 2.884 Å to 3.449 Å.
Furthermore, intermolecular hydrogen bond interactions was also observed betweeen N 3 ···O 2 (3.056 Å), O 2 ···O 2 (2.882 Å), C 12 ···O 2 (3.184 Å) and C 19 ···O 1 (3.232 Å). Along with C-H ···π interaction, the intermolecular hydrogen-bonding interaction helps in stabilizing the packing of molecules in the unit cell. In addition to this, intramolecular hydrogen bonds between N 3 and O 2 (2.591 Å) was also observed and this interaction helps in the formation of extended three-dimensional network( Table 1) . The crystal packing also shows a hydrophobic core formation between the benzyl (B) rings of each adjacent six molecules (C 16-H 16··· H 16-C 16 , with a distance of 2.486 Å) ( Fig. 2) .
Experimental
A mixture of benzylamine (214 mg, 2.0 mmol) and paraformaldehyde (60 mg, 2.0 mmol) was stirred in methanol (2 ml) for 5 min and a solution of 1-methylamino-1-methylthio-2-nitroethylene (148 mg, 1.0 mmol) in methanol (1 mL)was added.
Then, the resulting mixture was refluxed by heating at 80 o C for 2 h. After completion of the reaction (monitored byTLC), the reaction mixture was cooled in ice-water. Resulting crude solid was filtered and washed with MeOH(2 * 2 mL) to give N,1-Dibenzyl-3-methyl-5-nitro-1,2,3,6-tetrahydropyrimidin-4-amine(208 mg, 61%, mp = 137.5 o C) and 1,3-Dibenzyl-Nmethyl-5-nitro-1,2,3,6-tetrahydropyrimidin-4-amine(105 mg, 31%, mp = 128.5 o C) (Chanda et al. 2004 ). X-ray worthy crystals was obtained by recrystallizing from a solution of hexane-ethyl acetate (7:3)and the X-ray data was collected at 292 K on a Oxford diffraction-Nova-1 with graphite mono chromate Mo/Kα radiation (0.71073 Å).
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Refinement
The structure was solved by direct method using SHELXS-97 and refinement was done by full-matrix least-squares procedure on F2 using SHELXL-97. The non-hydrogen atoms were refined anisotropically whereas hydrogen atoms were refined isotropically. The H atoms were geometrically placed (N-H = 0.86 Å, and C-H=0.93-0.97 Å) and refined as riding with U iso (H) = 1.2-1.5 U eq (parent atom). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (9) 0.0488 (10) 0.0191 (7) 0.0041 (7) 0.0058 (7) N2 0.0425 (9) 0.0402 (9) 0.0393 (9) 0.0217 (8) 0.0041 (7) −0.0024 (7) O2 0.0521 (9) 0.0546 (9) 0.0664 (10) 0.0338 (8) 0.0166 (8) 0.0059 (8) N4 0.0327 (8) 0.0406 (9) 0.0442 (10) 0.0125 (7) 0.0024 (7) 0.0018 (8) 
